Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.038; wR factor = 0.107; data-to-parameter ratio = 14.9. metal-organic compounds m1366 Xu et al.
The title compound, [Fe(CF 3 O 3 S)(C 36 H 44 N 4 )], is an iron(III) porphyrin complex with the trifluoromethanesulfonate anion as an axial ligand. The Fe atom is displaced by 0.219 (2) Å toward the trifluoromethanesulfonate anion from the 24-atom mean plane of the porphyrin, resulting in a distorted FeN 4 O square-based pyramidal geometry. One ethylene group is disordered over two orientations in a 0.502 (6):0.498 (6) ratio.
Related literature
For the structures of other related porphyrin ('picket-fence', tetraphenylporphyrin) derivatives, see: Gonzá lez & Wilson (1994) ; Gismelseed et al. (1990) .
Experimental
Crystal data [Fe(CF 3 
Data collection
Bruker APEX CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2007) T min = 0.760, T max = 0.829 17956 measured reflections 6731 independent reflections 6207 reflections with I > 2(I) R int = 0.019 Refinement R[F 2 > 2(F 2 )] = 0.038 wR(F 2 ) = 0.107 S = 1.04 6731 reflections 452 parameters 26 restraints H-atom parameters constrained Á max = 1.02 e Å À3 Á min = À0.65 e Å À3 Table 1 Selected geometric parameters (Å , ). Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT (Bruker, 1998) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of (I) with displacement ellipsoids drawn at the 35% probability level. H atoms and the minor disorder component are omitted for clarity. supplementary materials sup-2 (2, 3, 7, 8, 12, 13, 17, Refinement. Restraints on the positional and displacement parameters of the disordered atoms were required.
Figures

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x (10) (8) 0.0098 (7) 0.0086 (7) 0.0058 (7) N2 0.0217 (8) 0.0208 (8) 0.0151 (8) 0.0093 (7) 0.0072 (7) 0.0044 (6) (7) 0.0171 (7) 0.0123 (6) O3A 0.0264 (8) 0.0429 (9) 0.0215 (8) 0.0160 (7) 0.0075 (6) 0.0087 (7) C1A 0.0326 (11) 0.0331 (12) 0.0265 (11) 0.0190 (10) 0.0178 (9) 0.0105 (9) F1A 0.0885 (13) 0.0807 (12) 0.0476 (9) 0.0708 (11) 0.0473 (9) 0.0348 (9) F2A 0.0325 (7) 0.0558 (9) 0.0351 (8) 0.0123 (7) 0.0227 (6) 0.0157 (7) F3A 0.0429 (8) 0.0323 (7) 0.0198 (6) 0.0137 (6) 0.0146 (6) 0.0046 (5) Geometric parameters (Å, °) 
